--S7 and Table S1--S2.
S2
. Illustration of the chemical structures of some organophosphate compounds. Figure S2 . Illustration of the QM/MM partition for non--covalent AChE -soman reactant complex. The QM atoms (blue) are assigned 6--31G* basis set, the boundary atoms (red) are treated with pseudo--bond parameters. The rest of the system is treated classically. 
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